Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.038; wR factor = 0.090; data-to-parameter ratio = 16.3.
In the crystal structure of the title compound, C 24 H 18 F 2 N 4 OS, the imidazole system makes dihedral angles of 34.3 (1) and 43.9 (1) , respectively, with the directly attached 4-fluorophenyl and pyridine rings. The crystal structure is stabilized by intermolecular N-HÁ Á ÁN hydrogen bonding and by an intramolecular C-HÁ Á ÁO hydrogen interaction. The F atom of the 2-(4-fluorophenyl) group is disordered over two positions with site-occupancy factors of 0.75 and 0.25.
Related literature
For related compounds and their biological relevance, see: Ziegler et al. (2009) Data collection: APEX2 (Bruker, 2006); cell refinement: SAINT (Bruker, 2006); data reduction: SAINT; program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: PLATON.
2-(4-Fluorophenyl)-N-{4-[6-(4-fluorophenyl)-2,3-dihydroimidazo[2,1-b][1,3]thiazol-5-yl]pyridin-2-yl}acetamide R. Selig, D. Schollmeyer, W. Albrecht and S. Laufer Comment SKF86002 was an early lead compound of many imidazole based p38 MAP kinase inhibitors. A further improvement of these inhibitors was the modification of the pyridyl moiety by substitution with amines in C-2 position of the pyridine. This donor acceptor system can interact with hinge region/MET109 by bidentate hydrogen bonding. Additional interactions of the attached residues with the hydrophobic region II strongly increases potency of these compounds (Ziegler et al. 2009 ). Experimental 4-fluorphenylacetic acid (296 mg) was dissolved in 3 ml N-methylpyrrolidinone. After addition of 332 mg of carbonyldiimidazole the mixture was stirred for 1 h at room temperature. 200 mg 4-[6-(4-fluorophenyl)-2,3-dihydroimidazo[2,1b][1,3]thiazol-5-yl]pyridin-2-amine was added and the reaction mixture was heated to 383 K for 19 h. The reaction mixture was quenched with a solution of concentrated sodium hydrogen carbonate and extracted with ethylacetate. The crude product was purified by flash chromatography (eluent: ethylacetate/hexane 2/1) to yield 155 mg (54%) of the title compound. Crystals suitable for X-ray analysis were obtained by slow crystallization from methanol at room temperature.
Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). The flourine F1 is disordered over two positions with s.o.f 0.75:0.25. supplementary materials 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
supplementary materials sup-3
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.82180 (11) 0.16231 (2 (7) 0.0745 (11) −0.0014 (8) 0.0124 (9) −0.0004 (7) C2 0.0714 (18) 0.0268 (11) 0.0284 (11) −0.0066 (11) 0.0095 (11) 0.0002 (9) C3 0.0685 (17) 0.0239 (11) 0.0234 (10) −0.0072 (11) 0.0050 (10) 0.0033 (8) N3A 0.0477 (11) 0.0230 (8) 0.0177 (7) −0.0027 (8) 0.0049 (7) 0.0016 (6) C4 0.0364 (11) 0.0260 (10) 0.0209 (9) −0.0048 (9) 0.0041 (8) 0.0005 (7) C5 0.0344 (11) 0.0265 (10) 0.0191 (9) −0.0031 (9) 0.0051 (8) −0.0002 (7) N6 0.0458 (11) 0.0254 (9) 0.0196 (8) −0.0018 (8) 0.0061 (7) 0.0011 (7) C6A 0.0454 (12) 0.0294 (11) 0.0158 (8) −0.0029 (10) 0.0046 (8) −0.0009 (8) C7 0.0362 (11) 0.0262 (11) 0.0170 (9) 0.0029 (9) 0.0032 (8) 0.0011 (7) C8 0.0326 (11) 0.0267 (10) 0.0201 (9) −0.0020 (9) 0.0025 (8) −0.0009 (7) C9 0.0321 (11) 0.0240 (10) 0.0194 (9) 0.0031 (8) 0.0056 (8) 0.0002 (7) N10 0.0414 (11) 0.0277 (9) 0.0179 (7) −0.0015 (8) 0.0048 (7) −0.0015 (6) C11 0.0441 (13) 0.0263 (10) 0.0235 (9) −0.0045 (9) 0.0013 (9) −0.0043 (8) C12 0.0356 (11) 0.0241 (10) 0.0249 (9) −0.0017 (9) 0.0046 (8) 0.0001 (8) N13 0.0374 (10) 0.0265 (9) 0.0172 (7) −0.0021 (8) 0.0071 (7) 0.0009 (6) C14 0.0314 (11) 0.0313 (11) 0.0240 (9) 0.0022 (9) 0.0015 (8) 0.0049 (8) O15 0.0533 (10) 0.0536 (11) 0.0219 (7) −0.0213 (8) 0.0002 (7) 0.0032 (7) 
